Table S3: Selected natural compounds chemical and structural information.

S.No. Natural compounds IUPAC name SMILES 2D Structures
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1. Drug as a Control 2-[2-(4-benzo[b][1,4]benzothiazepin-6- CICN(CCN1CCOCCO)C2=
Quetiapine ylpiperazin-1-yl)ethoxy]ethanol NC3=CC=CC=C35C4=CC=CC=C42
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2. STXBP1_CID:5319292 [(2R,3R,4R,5R,6R)-5-hydroxy-6-[2-(3-hydroxy-4- | CC1C(C(C(C(O1)OC2C(C(OC(C20C(=0) oH CHy
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STXBP1_CID:5281800
Acteoside

[(2R,3R/4R,5R,6R)-6-[2-(3,4-
dihydroxyphenyl)ethoxy]-5-hydroxy-2-
(hydroxymethyl)-4-[(2S,3R,4R,5R,65)-3,4,5-
trihydroxy-6-methyloxan-2-ylJoxyoxan-3-yl] (E)-
3-(3,4-dihydroxyphenyl)prop-2-enoate
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STXBP1_CID:44559250
Dehydroapateline

(215)-27-methoxy-22-methyl-15,29,31-trioxa-
7,22-
diazaoctacyclo[19.9.3.21619,1430.11014 (38 02533,(28,32]
heptatriaconta-
1(30),2,4(34),7,10(37),11,13,16,18,25,27,32,35-
tridecaen-13-ol
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CC=C(C=C5)0C6=C(C=CC(=C6)
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STXBP1_CID:5291488

2-(3,4-dihydroxyphenyl)-5-hydroxy-7-[3,4,5-

C1=CC(=C(C=C1C2=CC(=0)C3=

Luteolin 7-galactoside trihydroxy-6-(hydroxymethyl)oxan-2- C(C=C(C=C302)0C4C(C(C(C(04) e} OH OH
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STXBP1_CID:11145924 [(85,4R,55)-5-[(2R,3R,45,55,6R)-4,5-dihydroxy-6- | C1C(C(C(O1)OC2C(C(C(OC20CCC3= OH
Bacopaside C (hydroxymethyl)-2-(2-phenylethoxy)oxan-3- CC=CC=C3)CO)0)0)O)(COC(=0)

ylJoxy-3,4-dihydroxyoxolan-3-ylJmethyl 4- C4=CC=C(C=C4)O)O
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STXBP1_CID:15922618 [(2R,35,45,5R,65)-6-[(25,3R,4S,55)-3,5-dihydroxy- | CC(=CC1COC23CC4(CO2)C(C3C1(C)O)
Bacopaside III 2-[[(1S,2R,5R,75,10R,11R,14R,15S5,165,17R,20R)- CCC5C4(CCCHC5(CCC(CH(C)C)OC7C(C 0\\ _oH

16-hydroxy-2,6,6,10,16-pentamethyl-17-(2- (C(CO7)0)OC8C(C(C(C(O8)COS(=0) //5\

methylprop-1-enyl)-19,21-
dioxahexacyclo[18.2.1.0114.0211,0510,0152]tricosan-
7-ylJoxy]oxan-4-yl]oxy-3,4,5-trihy droxyoxan-2-
yl]lmethyl hydrogen sulfate
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dihydroxy-6-(hydroxymethyl)-5-methyloxan-2-
ylJoxy-5-hydroxy-6-[2-(3-hydroxy-4-
methoxyphenyl)ethoxy]-2-
(hydroxymethyl)oxan-3-yl] (E)-3-(4-hydroxy-3-
methoxyphenyl)prop-2-enoate

(C(OC(C20C(=0)C=CC3=
CC(=C(C=C3)0)0C)CO)
OCCC4=CC(=C(C=C4)0C)0)0)CO

8. STXBP1_CID:11091080 | [(2R,3R,4S5,55,6R)-4,5-dihydroxy-6- HO
Monnieraside I (hydroxymethyl)-2-[2-(4- (02)CO)0)O)OC(=0)C3=CC=C(C=C3)0)O0
hydroxyphenyl)ethoxy]oxan-3-yl] 4- ~
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9. STXBP1_CID:9847922 [(2R,3R,45,5S,6R)-2-[2-(3,4- C1=CC(=C(C=C1CCOC2C(C(C HO
Plantainoside B dihydroxyphenyl)ethoxy]-4,5-dihydroxy-6- (C(02)CO)O)O)OC(=O)C=
(hydroxymethyl)oxan-3-yl] (E)-3-(3,4- CC3=CC(=C(C=C3)0)0)0)O
dihydroxyphenyl)prop-2-enoate HO
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10. STXBP1_CID:163188454 | [(2R,3R,4R,5R,6R)-4-[(25,3R,4R,5R,6R)-3,4- CC1C(OC(C(C10)0O)0C2C - I




